Single-crystal X-ray study T = 293 K Mean (C-C) = 0.004 Å R factor = 0.049 wR factor = 0.143 Data-to-parameter ratio = 15.8
and the -phenyl group. Crystal packing in this compound is determined by a single N-HÁ Á ÁO hydrogen bond which, because of the crystallographic inversion centre, generates a discrete R 2 2 (10) hydrogen-bonded dimer (Bernstein et al., 1995) . Aromatic edge-to-face stacking interactions play a secondary stabilization role in this structure, as indicated in Fig. 2 .
Experimental
The synthesis of this compound was reported recently (Qu et al., 2006) .
Crystal data
C 25 H 32 N 2 O 3 M r = 408.53 Triclinic, P1 a = 10.3807 (12) Å b = 11.2172 (14) Å c = 11.7700 (14) Å = 112.085 (7) = 108.206 (7) = 93.159 (7) V = 1183.0 (2) Å 3 Z = 2 D x = 1.147 Mg m À3 Mo K radiation = 0.08 mm À1 T = 293 (2) K Block, colourless 0.40 Â 0.30 Â 0.20 mm
Data collection
Bruker APEXII CCD diffractometer ! and ' scans Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.891, T max = 0.985 32705 measured reflections 4406 independent reflections 3298 reflections with I > 2(I) R int = 0.032 max = 25.5
Refinement
Refinement on F 2 R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.143 S = 1.05 4406 reflections 279 parameters H atoms treated by a mixture of independent and constrained refinement w = 1/[ 2 (F o 2 ) + (0.0645P) 2 + 0.2666P] where P = (F o 2 + 2F c 2 )/3 (Á/) max < 0.001 Á max = 0.29 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày; Àz.
All H atoms were initially located in a difference Fourier map. With the exception of the amino H atom, which was freely refined, H atoms were refined as follows: methyl H atoms were refined as a rotating group with C-H = 0.96 Å and U iso (H) = 1.5U eq (C); methylene H atoms with C-H = 0.97 Å ; CH H atoms with C-H = 0.98 Å ; and aromatic H atoms with C-H = 0.95 Å . All were refined with U iso (H) = 1.2U eq (C).
Data collection: APEXII (Bruker, 2003) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2001) ; program(s) used to refine structure: SHELXTL; molecular graphics: ORTEP-3 (Farrugia, 1997) and MERCURY (Version 1.4; Macrae et al., 2006) ; software used to prepare material for publication: SHELXTL, publCIF (Westrip, 2006) and local programs. This work was supported by US Public Health Service grant DK 17420 and the National Institute of Drug Abuse grants DA 06284 and DA 13449. We thank Professor Bob Downs for access to the Bruker APEXII diffractometer in the Rruff Laboratory of the Department of Geosciences, The University of Arizona.
Figure 2
A b-axis projection of the crystal packing of (I). C-H H atoms have been omitted. Hydrogen bonding is indicated by dashed lines; a solid line also indicates the type of edge-face aromatic stacking interaction found in this structure. The distance H24Á Á ÁCg i is 2.74 Å [Cg is the centroid of atoms C1-C6; symmetry code: (i) 1 À x, Ày, Àz]. 
Special details
Experimental. Data for this structure were collected at room temperature and so the anisotropic displacement ellipsoids are somewhat larger than is usually the case with low temperature data sets (C14 in particular). We believe that that their size results from high thermal vibration, not disorder, and that they would be appreciably reduced in size if data were collected at low temperature. Two of the hydrogen atoms, H9 and H11, have a close approach of only 1.77 Å. Figure 2 shows a three-dimensional Fourier difference electron density map (created using Fourier3D (Tooke & Spek, 2005) ) of the residual density surrounding C9 and C11 indicating the likelihood of these two hydrogen atoms facing one another. Here the hydrogen atoms were placed based on the positions of peaks in the Fourier map and then refined with constrained geometry. Hydrogen atom location is always uncertain with X-ray data and so whilst we note the close spacing between these atoms, we can make no further comment as to their behaviour. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.37086 (11) 0.10901 (13) 
